Table S1
Output (new candidate) list generated by molecular fingerprint searching and ranked based on their Tanimoto index for parent compound 2-aminobenzoic acid D. Candidates for experimental evaluation were selected (and highlighted in green) if they met all of the selection criteria: 1) Greater than 80% structural similarity which fall within the top 100 rank of the output list; 2) Presence of primary amine substitution (essential for diazotization) on the aromatic ring; 3) Absence of metals; 4) Water solubility in the applied concentration range; 5) Various salt forms of the same core compounds were considered as equivalent ; 6) 
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Figure S1 Schematic representation of the generation of binary string molecular fingerprint and Tanimoto index based on the structural similarities and differences between two selected molecules, parent and candidate compounds.
Table S1
Output (new candidate) list generated by molecular fingerprint searching and ranked based on their Tanimoto index for parent compound 2-aminobenzoic acid D. Candidates for experimental evaluation were selected (and highlighted in green) if they met all of the selection criteria: 1) Greater than 80% structural similarity which fall within the top 100 rank of the output list; 2) Presence of primary amine substitution (essential for diazotization) on the aromatic ring; 3) Absence of metals; 4) Water solubility in the applied concentration range; 5) Various salt forms of the same core compounds were considered as equivalent; 6) Readily available. 
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